Photocatalytic reactions of dyes have attracted much attention from synthetic and mechanistic aspects in organic chemistry as well as from application to the treatment of waste water from the dye industry.
Chemical structure of the title compound. Table 1 Crystal and experimental data Table 2 Final atomic coordinates and equivalent isotropic thermal parameters (Beq)
completion of the reaction was indicated by a disappearance of the original orange color. After replacing the solvent by dichloromethane, titanium dioxide powder was filtered off through absorbent cotton, the filtrate was concentrated, and then the residue was washed with ethanol to give 1 in 43% yield. Careful recrystallization from ethanol afforded crystals appropriate for X-ray analysis.
The X-ray analysis of a colorless crystal (0.32 × 0.20 × 0.20 mm) was performed on a Rigaku RAXIS RAPID imaging area detector with graphite-monochromated Cu Kα radiation (λ = 1.54187 Å). The detailed measurement conditions and the crystal data are listed in Table 1 . The intensity data were collected at 103 K to a maximum 2θ value of 136.4˚. Of the 11602 reflections collected, 2192 were unique (Rint = 0.022).
The crystal structure was solved by direct methods and expanded using Fourier techniques. The non-hydrogen atoms were refined anisotropically. The hydrogen atoms were located by a geometrical calculation and refined using the riding model. The refined atomic parameters and equivalent isotropic temperature factors for the non-hydrogen atoms are given in Table 2 . The selected bond lengths and bond angles are given in Table 3 . An ORTEP drawing of compound 1 is illustrated in Fig. 2 .
The structure of 1 consists of a hexahydro-1,2,4,5-tetrazine skeleton, which exhibits a centrosymmetric chair conformation [torsion angle in the chair conformation; N2-N1-C1-N2*, -52.7(2)˚; N1-C1-N2*-N1*, 51.7(2)˚; C1-N2*-N1*-C1*, 50.0(1)˚]. Four N-phenyl groups occur in the axial position, as unexpected from the conformations reported for tetra-Nalkylhexahydrotetrazines by the NMR technique 3 and X-ray analysis. 4 The dihedral angle between the least-squares planes of two adjacent phenyl rings at N1 and N2 is 77.2(3)˚. The bond lengths of the hexahydrotetrazine ring are in agreement with the reported values for the C-N and N-N bonds. 4 
